Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.005 Å; disorder in solvent or counterion; R factor = 0.047; wR factor = 0.116; data-toparameter ratio = 13.7.
In the title compound, [FeCl 2 (C 24 H 21 N 7 )]ClÁC 4 H 8 OÁH 2 O, the Fe III atom is coordinated by four N atoms of the polybenzimidazole ligand and two Cl atoms in a distorted octahedral environment. The cation, anion, the uncoordinated water molecule and the THF solvent molecule are linked by hydrogen bonds into a three-dimensional network structure. The THF molecule is disordered with two sets of sites in a 0.58 (1):0.42 (2) ratio..
Related literature
For the synthesis of the ligand, see: Hendriks et al. (1982) . For benzimidazole-like ligands, see: Moon & Soo Lah (2002) .
Experimental
Crystal data [FeCl 2 (C 24 Table 1 Hydrogen-bond geometry (Å , ). 
D-HÁ
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINTPlus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) respect to relationships between the activity and structural properties of metalloenzymes such as superoxide dismutases (SOD) (Moon & Soo Lah, 2002) . Here, we report our findings in the title compound (I).
In compound (I) (Fig.1 In the crystal, the ions are joined together by extensive hydrogen bondings and and π-π interactions, which lead to the formation of a three dimensional network (Fig.2) .
Experimental
All reagants and solvents were used as obtained without further purification. H 3 ntb was synthesized according to the literature (Hendriks et al.,1982) . A mixture of FeCl 3 (0.0324 g, 0.2 mmol), H 3 ntb(0.0814 g, 0.2 mmol), tetrahydrofuran (5 ml)was transferred to and sealed in a Parr Teflon-lined stainless steel vessel (15 ml), which was heated at 393 K for 3 days. After cooling to room temperature, the red block crystals of I were filtered off, washed with distilled water, and dried at ambient temperature (39 mg, yield 28.7% based on FeCl 3 ).
Refinement
During the refinement, C27 and C28 atoms were founded to be disordered over two positions and their occupancies were refined by using 'PART' command and some C-O and C-C distance of the THF molecule were refined by using command of 'DFIX'. The final satisfactory outcome was 0.58 (1):0.45 (2) for the major and minor components, respectively. H atoms bonded to carbon atoms were located at the geometrical positions with C-H=0.93Å (aromatic), 0.97 Å (methylene) and U iso (H) =1.2U eq (C) (aromatic and methlene). 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F
2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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